LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\

Data File : BF104380.D

Aca On 9 Apr 2018 18:49 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2157-05 2X CL-01-040618-C

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 4.998 491 495 500 rvB 53228 56145 2.06% 0.267%
2 5.404 559 564 567 rBY 1314284 1153308 42.35% 5.492%
3 6.034 667 671 676 rBV 66555 70130 2.57% 0.334%
4 6.422 733 737 745 rBVY 1217669 1178803 43.28% 5.614%
5 6.569 758 762 765 rBVY 1447533 1201936 44.13% 5.724%
6 6.804 798 802 806 rVB 1229010 968664 35.57% 4.613%
7 6.957 825 828 832 rBY 1112664 951564 34.94% 4_.531%
8 7.363 893 897 900 rBV 860021 687294 25.24% 3.273%
9 8.086 1015 1020 1024 rBV 1500936 1251054 45.94% 5.958%
10 9.045 1180 1183 1187 rVB3 30548 28183 1.03% 0.134%
11 9.163 1199 1203 1206 rBvV 1785407 1327058 48.73% 6.320%
12 9.245 1213 1217 1221 rBV3 41114 47053 1.73% 0.224%
13 9.557 1266 1270 1273 rBV 149998 129490 4_.75% 0.617%
14 9.775 1304 1307 1311 rVB 70297 56517 2.08% 0.269%
15 9.845 1315 1319 1322 rVV 1334627 1129038 41.46% 5.377%
16 10.275 1389 1392 1394 rVB 86241 65801 2.42% 0.313%
17 10.492 1424 1429 1435 rBvV 31813 53308 1.96% 0.254%

18 10.627 1447 1452 1456 rBV 729503 596530 21.90% 2.841%
19 10.745 1469 1472 1480 rVB 87322 105841 3.89% 0.504%

20 11.198 1546 1549 1551 rBV 54379 45309 1.66% 0.216%
21 11.227 1551 1554 1560 rVB2 41004 45748 1.68% 0.218%
22 11.333 1568 1572 1574 rBV 1003766 933036 34.26% 4._.443%
23 11.351 1574 1575 1578 rVV 139621 97175 3.57% 0.463%
24 11.404 1582 1584 1587 rVB 41666 31142 1.14% 0.148%
25 11.622 1618 1621 1624 rBV 42604 39036 1.43% 0.186%
26 11.727 1635 1639 1642 rBV 830214 676875 24.85% 3.223%
27 11.857 1658 1661 1665 rVB2 48005 44727 1.64% 0.213%
28 11.945 1673 1676 1678 rBV 33050 32290 1.19% 0.154%
29 12.033 1688 1691 1694 rBV 38593 38085 1.40% 0.181%
30 12.257 1726 1729 1735 rBV7 18995 32311 1.19% 0.154%
31 12.380 1747 1750 1752 rBV2 35008 30787 1.13% 0.147%

32 12.416 1752 1756 1758 rVV 2864946 2723500 100.00% 12.970%
33 12.439 1758 1760 1768 rVB2 1725928 1544735 56.72% 7.356%
34 12.521 1770 1774 1776 rVV 338533 291556 10.71% 1.388%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104380.D

Aca On : 9 Apr 2018 18:49

Operator : JU/SJ

Sample : J2157-05 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.545 1776 1778 1781 rVB 198907 156092 5.73% 0.743%

36 12.774 1811 1817 1819 rBV 189889 204488 7.51% 0.974%
37 12.916 1838 1841 1845 rBV 1059051 963659 35.38% 4 _589%

38 13.104 1870 1873 1875 rVB 40447 33633 1.23% 0.160%
39 13.151 1879 1881 1882 rBV 37985 28136 1.03% 0.134%
40 13.168 1882 1884 1887 rVB 48812 38151 1.40% 0.182%
41 13.245 1895 1897 1901 rBV2 39721 33797 1.24% 0.161%
42 13.816 1992 1994 1998 rBV3 65646 78212 2.87% 0.372%

43 13.974 2017 2021 2024 rBV 1130537 1068075 39.22% 5.086%
44 15.439 2266 2270 2274 rBVY 585688 730730 26.83% 3.480%

Sum of corrected areas: 20999002
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF040918\

BF104380.D

9 Apr 2018 18:49

JussJ

J2157-05 2X

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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5.00 6.03

0
Time-->

IAN
LI | T T

6.00

A
L R B |

5.00

5.50

Abundance

2500000

2000000

1500000

1000000

500000

8.09

TIC: BF104380.D

9.16 44

9.85

12.92

11.33
11.73
10.63

9.56 9

9091825

Time-->
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2000000

1500000
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104380.D

Aca On : 9 Apr 2018 18:49

Operator : JU/SJ

Sample : J2157-05 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.57 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

6.57 24 .82 ng 1201940 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (6.569 min): BF104380.D (-758) (-) m/z 132.00 100.00%
32
5000 68
5 A maaea m
40 ,_ 54 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,....,".'.‘.‘7.,::..??.l.'....,..f??,..!.,.':..,.1.1.5.,....,"...,.. m/z 68.10  39.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentena
132
5000 67 S SAESARASE NS NRRAS!
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.35%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 AR R SRR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 _.60%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14491: 5-Aminoindole R B e R

132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 14 .68%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 700

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104380.D

Aca On : 9 Apr 2018 18:49

Operator : JU/SJ

Sample : J2157-05 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.75 2.27 ng 105841 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86

Abundance Scan 1473 (10.751 min): BF104380.D (-1469) (-) m/z 57.10 100.00%

g7
71

5000

9 10.40 10.60 10.80 11.00

0 m/z 71.10 71.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57
43 71
85
5000 LA L L L L L L L B

10.40 10.60 10.80 11.00
29 99 m/z 43.05 61.44%

s | | MP127141185 169 183 197 211 240

0,,,,,,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 T T T
71 10.40 10.60 10.80 11.00
5000 o m/z 85.05  46.44%
0 113127141155169183197 226
AR R e e e s o S RARRR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane LR B e e
57 10.40 10.60 10.80 11.00
43 m/z 41.05 31.28%
71
5000 85
29 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104380.D

Aca On : 9 Apr 2018 18:49

Operator : JU/SJ

Sample : J2157-05 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.73 14.51 ng 676875 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1639 (11.727 min): BF104380.D (-1635) (-) m/z 74.00 100.00%
74
87
5000
43
| T 101115 1291T3157 171185 199213227 241 270 ;|.2|.4I0I I:I.;I.(.::OI I:I.IZI.BIOI I:I.IZOIOI -
O el il b T35 7 | 9720218 | 2 200 | sz 87.00 73.72%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L B UL UL R
43 1140 11.60 11.80 12.00
7 143 m/z 43.05 27 .94%
. TM ‘ﬂ n 10195129 | 157171185199213227241 270
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 250 260
Abundance
74
87 11.40 11.60 11.80 12.00
5000 43 m/z 55.05 22 .93%
29 57 143
o 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50099: Decanoic acid, methyl ester B REEREESeee e
74 11.40 11.60 11.80 12.00
87 m/z 41.05 20.51%
43
5000
9 143,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104380.D

Aca On : 9 Apr 2018 18:49

Operator : JU/SJ

Sample : J2157-05 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.42 58.38 ng 2723500 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 98
Abundance Scan 1757 (12.421 min): BF104380.D (-1752) (-) m/z 67.05 100.00%
67 81
5000 41
178 263 99 12.20 12.40 12.60 12.80
Obprrreliecd 192206220234 m/z 81.05 87.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 UL LRI UL UL R
nmnmnmnm
m/z 95.10 62.32%
0H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
n 67
81 12'20 12. 40 12. 60 12|80
5000 95 m/z 55.00 60.80%
109
0 123 1501641781 99006220034 263 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester R RN R S
nmnmnmnm
m/z 41.05 46.91%
5000
294
124 150 263
o 1041781 99206220234 249
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104380.D

Aca On : 9 Apr 2018 18:49

Operator : JU/SJ

Sample : J2157-05 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.44 33.11 ng 1544740 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 97
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 97
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 97
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 97

Abundance Scan 1760 (12.439 min): BF104380.D (-1758) (-) m/z 55.10 100.00%

41 79

5000

12.20 12.40 12.60 12.80
m/z 69.10 74.64%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

69

5000

12.20 12.40 12.I60 12.I8O
m/z 79.05  73.28%

04
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
SRS & UGN
69 12.20 12.40 12.60 12.80
5000 83 m/z 41.10 72.77%
29
P 123 222 264
137152 180 57 )sg 278 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)- R e S LA

12.20 12.40 12.60 12.80
m/z 74.00 62.92%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
Data File : BF104380.D

Acq On : 9 Apr 2018 18:49

Operator : JU/SJ

Sample - J2157-05 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .57 6.57 24.8 ng 1201940 1 6.80 968664 20.0
Heptadecane 10.75 2.3 ng 105841 4 11.33 933036 20.0
Hexadecanoic acid... 11.73 14.5 ng 676875 4 11.33 933036 20.0
9,12-Octadecadien... 12.42 58.4 ng 2723500 4 11.33 933036 20.0
9-Octadecenoic ac... 12.44 33.1 ng 1544740 4 11.33 933036 20.0
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